Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.040; wR factor = 0.088; data-to-parameter ratio = 18.7.
The phenyl ring of the title compound, C 12 H 10 N 4 S, a purine derivative, is oriented at a dihedral angle of 76.65 (6) with respect to the purine ring system. An intermolecular N-HÁ Á ÁN hydrogen bonds stabilizes the crystal structure.
Related literature
For the biological activity of purine derivatives, see: Lepage et al. (1964) ; Mitsuya & Border (1986) ; Ragazzi et al. (1989) . The synthesis of purine derivatives has received considerable attention on account of their biological activity especially as antitumor (Lepage et al., 1964) , anti HTVL (Mitsuya & Border, 1986 ) and anti asthmatic (Ragazzi et al., 1989) agents. During our search to find new synthetic antithyroid agents, certain purine derivatives were prepared. 6-(benzylthio)-7H-purine was synthesized during such an effort. The compound is now under study for possible antithyroid activity.
Experimental
The phenyl ring is oriented at adihedral angle of 76.65 (6) ° with respect to purine ring system. An intermolecular N-H···N hydrogen bonds stabilizes the crystal structure.
To a solution of 6-mercaptopurine (0.171 g) 1 mmol in 2 N NaOH (10 ml), benzyl bromide 1 mmol (0.171 g) was added and stirred at room temperature for 30 minutes. The pH of the mixture was adjusted at 5 with glacial acetic acid and the precipitates were collected, washed with water and diethyl ether. The crystals suitable for X-ray diffraction were grown in dichloromethane by slow evaporation at room temperature.
Refinement
The H-atoms bonded to C were refined geometrically and treated as riding atoms with C aromatic -H = 0.93Å and C methylene -H = 0.97Å and U iso (H) = 1.2U eq (C). The N-H atom was refined at calculated position with N-H=0.894 (19) U iso (H) = 1.2U eq (parent N-atom) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.47086 (11) 0.20744 (5) (7) 0.0647 (11) 0.0005 (8) −0.0058 (10) 0.0064 (7) N4 0.0571 (11) 0.0330 (7) 0.0562 (11) −0.0034 (8) −0.0085 (9) 0.0020 (7) C1 0.0582 (14) 0.0303 (9) 0.0478 (11) −0.0028 (9) 0.0053 (10) 0.0011 (8) C2 0.0525 (13) 0.0308 (9) 0.0464 (11) −0.0040 (9) 0.0029 (9) 0.0022 (8) C3 0.0526 (12) 0.0386 (9) 0.0431 (11) −0.0025 (9) 0.0044 (10) 0.0049 (8) 
